Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.006 Å; R factor = 0.051; wR factor = 0.224; data-to-parameter ratio = 12.7.
The title compound, C 15 H 12 O 3 S, was prepared by alkaline hydrolysis of ethyl 2-{1-(methylsulfanyl)naphtho[2,1-b]furan-2-yl}acetate. The crystal structure is stabilized by CH 2 -HÁ Á Á interactions between the methyl H atoms of the methylsulfanyl substituent and the central benzene ring of the naphthofuran system, and by inversion-related intermolecular O-HÁ Á ÁO hydrogen bonds between the carboxyl groups.
Related literature
For the crystal structures of similar 1-(methylsulfanyl)-naphtho[2,1-b]furan compounds, see: Choi et al. (2006 Choi et al. ( , 2007 .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ) .
Cg is the centroid of the C2/C3/C8-C11 benzene ring. (Choi et al., 2007) . Herein we report the molecular and crystal structure of the title compound, 2-{1-(methylsulfanyl)naphtho[2,1-b]furan-2-yl}acetic acid (Fig. 1) .
The naphthofuran unit is essentially planar, with a mean deviation of 0.017Å from the least-squares plane defined by the thirteen constituent atoms. The crystal packing (Fig. 2) is stabilized by CH 2 -H···π interactions, with a C15-H15B···Cg separation of 3.03Å (Cg is the centroid of the C2/C3/C8/C9/C10/C11 benzene ring; symmetry code as in Fig. 2 ). Classical inversion-related O3-H3···O2 i hydrogen bonds link the carboxyl groups of adjacent molecules (Table and Fig .
Refinement
All H atoms were positioned geometrically and refined using a riding model, with C-H = 0.93 Å for aromatic H atoms, C-H = 0.96 Å for methyl H atoms, C-H = 0.97 Å for methylene H atoms, and O-H = 0.82 Å, respectively, and with U iso (H) = 1.2U eq (C) for aromatic and methylene H atoms, U iso (H) = 1.5U eq (C) for methyl H atoms and U iso (H) = 1.5U eq (O) for caroxylic H atom.
The highest peak (1.088 e 
